, Au 44 in Au 68 (SR) 40 , and Au 50 in Au 76 (SR) 44 . The Au atoms are in olive and wine, respectively. (SR) 36 , Au 68 (SR) 40 , and Au 76 (SR) 44 clusters. Olive and yellow denote S and Au atoms, respectively. The tetrahedron Au 4 units are in red. The green (0) and blue (1-16) balls denote the centers of total structure and the tetrahedron Au 4 unit, respectively. 40 , and Au 76 (SR) 44 . "0" denotes the NICS values at the center of the total structures. "1-16" denote the NICS values at the centers of tetrahedron Au 4 units of these clusters (ESI Fig. S6 ).
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